LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023053.D

Aca On 13 Jul 2016 2:47

Operator : UM/SJ

Sample = H3980-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.217 400 405 411 rBV 131298 213450 1.86% 0.434%
2 5.693 480 486 497 rBV 1122336 1858618 16.22% 3.777%
3 7.303 753 760 768 rBV 869170 1511931 13.19% 3.072%
4 7.679 816 824 834 rBVY 1971863 3438074 30.00% 6.986%
5 8.149 897 904 912 rVB 360307 634921 5.54% 1.290%

8.478 952 960 968 rBV 1581364 2783501 24.29% 5.656%
9.324 1094 1104 1113 rBV 1611017 2951006 25.75% 5.997%
10.981 1378 1386 1398 rVB 581564 1068790 9.33% 2.172%
13.420 1793 1801 1809 rBVY 4815600 7512367 65.55% 15.265%
14.800 2028 2036 2046 rBVvV2 1127133 1849017 16.13% 3.757%

=
QO ~NO®

11 16.293 2282 2290 2304 rBV 4328804 6723704 58.67% 13.663%
12 17.556 2498 2505 2512 rBV2 1445815 2222759 19.40% 4.517%
13 20.159 2941 2948 2956 rBV 8035513 11460109 100.00% 23.287%
14 21.863 3230 3238 3245 rBV 1488437 2598309 22.67% 5.280%
15 25.253 3803 3815 3827 rBvV 750813 2385305 20.81% 4.847%

Sum of corrected areas: 49211861
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023053.D

Aca On - 13 Jul 2016 2:47

Operator : UM/SJ

Sample : H3980-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023053.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023053.D

Aca On 13 Jul 2016 2:47

Operator : UM/SJ

Sample - H3980-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.22 6.72 ng 213450 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 405 (5.217 min): BG023053.D (-400) (-) m/z 43.05 100.00%
43
5000
T a5 500 80 840 550
e ,'|.6.7. .',I (A3H189 209 275 812835 407 M2 | h/z 59.10  75.07%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I L U U
480 500 520 540 5.60
m/z 101.00 22.18%
ﬁs ‘ 1?1
ul
mz-> 0 50 100 150 200 250 300 350 400 '
Abundance
59
480 500 520 540 560
5000 m/z 58.00 18.09%
101
31
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3955: 2,3-Butanedione, monooxime
43 480 500 520 540 5.60
m/z 41.20 9.62%
5000
101
|}§'J|ﬁ?'w""|""|""""l"" Y N
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023053.D

Aca On 13 Jul 2016 2:47

Operator : UM/SJ

Sample - H3980-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.68 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.68 108.30 ng 3438070 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 824 (7.679 min): BG023053.D (-816) (-) m/z 132.00 100.00%
132
68
5000
w | 7 "7 k0 7k b0
0 b dg L 175207238 372400 447 S8 m/z 68.10 61.48%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R IR L I
7.40 7.60 7.80 8.00
21 m/z 66.10 41.16%
‘Hm “ 1 ‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
132
A
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.34%
67
92
L I o o B LA B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14006: 5-Aminoindole O ma e AR R
132 7.40 7.60 7.80 8.00
m/z 69.10 26.99%
5000
104
66
39
R B L oL I o B L B o R ARRamER RS RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071216\
Data File : BG023053.D

Acq On 13 Jul 2016 2:47

Operator : UM/SJ

Sample - H3980-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.22 6.7 ng 213450 1 8.15 634921 20.0
unknown7 .68 7.68 108.3 ng 3438070 1 8.15 634921 20.0
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